Key indicators: single-crystal X-ray study; T = 293 K; mean (C-C) = 0.006 Å; disorder in main residue; R factor = 0.047; wR factor = 0.129; data-to-parameter ratio = 13.0.
In the title compound, C 26 H 27 BrN 3 O 3 P, the central pyrazole ring forms a dihedral angle of 71.7 (2) with the bromophenyl ring. In the crystal, molecules are linked by pairs of N-HÁ Á ÁO hydrogen bonds, forming inversion dimers with R 2 2 (10) ring motifs. Four C atoms of the 3-phenyl ring are disordered over two sets of sites [site occupancies = 0.745 (6) and 0.225 (6)].
Related literature
For information on pyrazole derivatives, see: Sullivan et al. (2006) ; Patel et al. (2010) . For a related structure, see: Saeed et al. (2009) .
Experimental
Crystal data Table 1 Hydrogen-bond geometry (Å , ). Data collection: APEX2 (Bruker, 2004 ); cell refinement: SAINT (Bruker, 2004) ; data reduction: SAINT; program(s) used to solve structure: SHELXS97 (Sheldrick, 2008); program(s) used to refine structure: SHELXL97 (Sheldrick, 2008); molecular graphics: ORTEP-3 for Windows (Farrugia, 1997) ; software used to prepare material for publication: PLATON (Spek, 2009 ).
D-HÁ
-0.039 (1) Å and 0.019 (3) Å from the leastsquares plane of the benzene(C1-C6) ring. The four carbon atoms in the phenyl ring are disordered over two sets of sites [site occupancies = 0.745 (6) and 0.225 (6)].
The phosphinite group assumes an extended conformation as can be seen from torsion angles P1-O2-C8-C9 of -179.0 (5)°. A pair of N1-H1···O1 hydrogen bonds at x,y,z and -x,1 -y,2 -z form a cyclic centrosymmetric dimer [R 2 2 (10)]. These hdrogen bonds are crosslinked to Br1 to form S(5) ring (C1-C6-N1-H1-Br1) motif. The crystal packing is stabilized N-H···O hydrogen bonds.
Experimental
A mixture of 1,3-diphenyl-1H-pyrazole-4-carbaldehyde (1 mmol), 2-bromoaniline (1 mmol), diethyl phosphite (1.5 mmol), and pottasium hydrogen sulfate (20 mol-%) under neat condition was stirred at room temperature. After completion of the reaction as indicated by TLC, it was poured into water and extracted with ethyl acetate. The organic layer was dried over sodium sulfate and concentrated under vacuum. The crude product was chromatographed.
Refinement
The four carbon atoms in one of the phenyl ring are disordered over two positions (C22/C22′, C23/C23′,C25/C25'and C26/C26′) with refined occupancies of 0.745 (6) and 0.225 (6). The corresponding bond distances involving the disordered atoms were restrained to be equal. All H atoms were fixed geometrically and allowed to ride on their parent C atoms, with C-H distances fixed in the range 0.93-0.97 Å with U iso (H) = 1.5U eq (C) for methyl H 1.2U eq (C) for other H atoms.
Computing details
Data collection: APEX2 (Bruker, 2004 ); cell refinement: SAINT (Bruker, 2004) ; data reduction: SAINT (Bruker, 2004 (Farrugia, 1997) ; software used to prepare material for publication: PLATON (Spek, 2009 ).
Figure 1
The molecular structure of the title compound, showing 10% probability displacement ellipsoids for non-H atoms. 
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